Key indicators: single-crystal X-ray study; T = 100 K; mean (Sc-Cl) = 0.001 Å; R factor = 0.023; wR factor = 0.050; data-to-parameter ratio = 68.6.
Refinement R[F 2 > 2(F 2 )] = 0.023 wR(F 2 ) = 0.050 S = 1.33 6379 reflections 93 parameters Á max = 0.98 e Å À3 Á min = À1.26 e Å À3 Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT-Plus (Bruker, 2009 ); data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS2014 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL2014; molecular graphics: CrystalMaker (Palmer, 2013) ; software used to prepare material for publication: SHELXL2014.
Use was made of the IMSERC X-ray facility at Northwestern University, supported by the International Institute of Nanotechnology.
Supporting information for this paper is available from the IUCr electronic archives (Reference: WM5022). crystallize in either the Na 3 CrCl 6 (P31c) (Friedrich et al., 1987) or the Na 3 AlF 6 (P2 1 /n) (Náray-Szabó & Sasvári, 1938) structure types, except for Li 3 ScCl 6 which crystallizes in space group C2/m (Bohnsack et al., 1997) . Single-crystal refinements have been carried out for Na 3 ScF 6 (Dahlke & Babel, 1994) , Na 3 ScBr 6 (Bohnsack & Meyer, 1996) , Li 3 ScCl 6 (Bohnsack et al., 1997) , and Li 3 ScF 6 (Tyagi et al., 2005) . The structures of K 3 ScCl 6 (Cerny et al., 2010a) and Na 3 ScCl 6 (Cerny et al., 2010b) were determined by Rietveld refinement of X-ray powder data. Cs 3 ScCl 6 is the first Cs-containing compound of the A 3 ScX 6 family. It crystallizes in the monoclinic space group C2/c in the Rb 3 YCl 6 structure type (Mattfeld & Meyer, 1992) .
The structure of Cs 3 ScCl 6 is composed of isolated [ScCl 6 ] 3octahedra that are surrounded by Cs + cations. The asymmetric unit, comprising three Cs, two Sc, and six Cl sites, is shown in Fig. 1 , and a packing diagram is shown in Fig. 2. The composition achieves charge balance by assigning formal oxidation states of +1, +3, and -1 to Cs, Sc, and Cl, respectively. The Sc-Cl distances range from 2.4718 (5) Å to 2.5072 (6) Å at 100 K. These distances compare favorably with those of 2.601 Å at 298 K in Cs 3 Sc 2 Cl 9 (Poeppelmeier et al., 1980) . Another caesium scandium chloride compound is CsScCl 3 (Poeppelmeier et al., 1980) , which reportedly contains Sc(II).
Experimental
A reaction mixture containing U (0.126 mmol), SnCl 2 (0.126 mmol), Sc (1.290 mmol), S (0.378 mmol), and CsCl (0.594 mmol) was loaded into a carbon-coated fused-silica tube under an inert Ar atmosphere. The tube was then evacuated to 10 -4 Torr, flame sealed, and placed in a computer-controlled furnace. The tube was heated to 1073 K in 12 h, held there for 96 h, cooled to 773 K at a rate of 2 K/h, and then cooled to 298 K over a further 48 h. The reaction yielded black rectangular prisms of ScU 8 S 17 , purple blocks of Cs 3 ScCl 6 , and excess CsCl flux. Crystals of Cs 3 ScCl 6 were also found as side products in other reactions that contained Sc and a CsCl flux. Crystals of Cs 3 ScCl 6 are soluble in water.
Refinement
Atomic positions were standardized with the program STRUCTURE TIDY (Gelato & Parthé, 1987) . The highest peak of 1.0 (2) e -/Å 3 is 2.18 Å from atom Cs2 and the deepest hole of -1.3 (2) e -/Å 3 is 0.92 Å from atom Cs3. supplementary materials sup-2 Acta Cryst. (2014). E70, i25
Figure 1
The asymmetric unit of Cs 3 ScCl 6 . Displacement ellipsoids at the 99% probability level are shown. Caesium atoms are blue, scandium atoms are purple, and chlorine atoms are green.
Figure 2
Packing of Cs 3 ScCl 6 viewed nearly along the b axis. (8) 
Tricaesium scandium(III) hexachloride

